Fig. S2
Change in E 0 and ∆G 0 solv as a result of functionalization with R-groups. To understand the effects of functional groups on tuning the redox properties and the solubility of the parent molecules here we introduce two new terms, ∆E 0 and ∆(∆G 0 solv ). The ∆E 0 and ∆(∆G 0 solv ) show the difference between the E 0 and ∆G 0 solv of R-group decorated Q/QH 2 couples and the E 0 and ∆G 0 solv of pure parent Q/QH 2 couples, respectively. As an example, 1,4-NQ molecule is shown. Note that for single R-group substituted quinones the mean values of change in E 0 and ∆G 0 solv are reported. 
Table S1
The list of computationally predicted candidate quinone molecules with interesting redox properties, i.e., E 0 < 0.2 V vs. SHE and E 0 > 0.9 V vs. SHE. Note that the refined list is based on the key findings of our HT screening, QSPR analysis, expected behaviors of substituted quinone compounds (see main text for details). 
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